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Comment
Leflunomide is one of the most effective isoxazole-containing heterocyclic disease modifying anti-rheumatic drugs for treating rheumatoid arthritis (Shaw et al., 2011; Schattenkirchner et al., 2000) . The title compound 5-methyl-N-(2,6-dichlorophenyl)isoxazole -4-carboxamide monohydrate,(I), was synthesized as a novel and potent immunomodulating leflunomide analog (Huang, et al., 2003) . We report herein the crystal structure of the title compound.
As illustrated in Fig. 1 , the molecular structure of the title compound is not planar and consists of one 5-methyl-N-(2,6-dichlorophenyl)isoxazole-4-carboxamide molecule and one solvate water molecule. The dihedral angle between the C1-C6 benzene and the C8-C10/N2/O2 isoxazole ring is 59.10 (7) °. The central nitrogen atom (N1) and carbon atom (C7) are nearly coplanar with the benzene ring and the benzoyl rings[N1-C6-C5-C4 torsion angles = -178.5 (3) °a nd C7-C8-C9-O2 torsion angles = -179.2 (3) °], respectively. The length of the C10=N2 double bond is 1.299 (5) Å, slightly longer than standard 1.28 Å value of a C=N double bond. The crystal structure is stabilized by N-H···O and O-H···O hydrogen bonds (Table 1) , which is further stabilized by /p-/p stacking interactions.
Experimental
A solution of 0.005 mole of 5-methylisoxazole-4-carboxylic acid chloride (0.73 g) in 2 ml of acetonitrile is added dropwise, while stirring,to 0.01 mole of 2,6-dichloroaniline(1.62 g),dissolved in 15 ml of acetonitrile at room temperature.After stirring for 20 minutes,the precipitated 2,6-dichloroaniline hydrochloride is filtered off and washed with 10 ml portions of acetonitrile,and the combined filtrates are concentrated under reduced pressure.10.6 g(78.5% of theory) of white crytalline 5-methyl-N-(2,6-dichlorophenyl)isoxazole-4-carboxamide are thus obtained. Crystals of (I) suitable for X-ray diffraction were obtained by slow evaporation of an methylbenzene solution.
Refinement
H atoms of the water molecule were located in a difference Fourier map and refined as riding with O-H = 0.85 Å, with U iso (H) = 1.5 U eq . Carbon and nitrogen bound H atoms were placed at calculated positions and were treated as riding on the parent C or N atoms with C-H = 0.96 (methyl), 0.97 (methylene) and N-H = 0.86 Å, U iso (H) = 1.2 or 1.5 U eq (C, N). 
